Key indicators: single-crystal X-ray study; T = 162 K; mean (C-C) = 0.004 Å; R factor = 0.038; wR factor = 0.083; data-to-parameter ratio = 22.3.
Experimental
Crystal data [Fe(C 5 H 5 )(C 36 H 29 OP 2 )] M r = 660.47 Monoclinic, P2 1 a = 11.6111 (15) Å b = 8.6154 (10) Å c = 16.481 (2) Å = 97.807 (12) V = 1633.4 (3) Å 3 Z = 2 Mo K radiation = 0.59 mm À1 T = 162 (2) K 0.40 Â 0.40 Â 0.32 mm
Data collection
Siemens SMART 1K CCD diffractometer Absorption correction: numerical (SHELXTL; Sheldrick, 2008) T min = 0.795, T max = 0.845 25293 measured reflections 9131 independent reflections 7926 reflections with I > 2(I) R int = 0.051 Refinement R[F 2 > 2(F 2 )] = 0.038 wR(F 2 ) = 0.083 S = 1.07 9131 reflections 410 parameters 1 restraint H atoms treated by a mixture of independent and constrained refinement Á max = 0.33 e Å À3 Á min = À0.23 e Å À3 Absolute structure: Flack (1983) , 4069 Friedel pairs Flack parameter: À0.023 (10) Table 1 Hydrogen-bond geometry (Å , ). (9) 0.0392 (9) −0.0060 (7) 0.0002 (7) 0.0144 (7) C1 0.0224 (8) 0.0251 (10) 0.0276 (9) −0.0054 (8) 0.0049 (7) −0.0012 (8) C2 0.0293 (11) 0.0288 (11) 0.0380 (12) −0.0044 (9) 0.0062 (9) −0.0060 (9) C3 0.0340 (12) 0.0360 (12) 0.0370 (13) −0.0084 (10) 0.0006 (10) −0.0089 (10) C4 0.0283 (11) 0.0328 (12) 0.0300 (11) −0.0047 (9) −0.0024 (9) −0.0023 (9) C5 0.0230 (9) 0.0262 (10) 0.0241 (10) −0.0055 (8) 0.0032 (7) 0.0005 (8) (14) 0.0328 (12) −0.0073 (10) 0.0113 (10) 0.0005 (10) C11 0.0260 (9) 0.0249 (11) 0.0262 (9) −0.0024 (8) 0.0053 (7) 0.0023 (8) C12 0.0219 (9) 0.0245 (9) 0.0230 (9) 0.0006 (7) 0.0022 (7) 0.0039 (7) 0.0206 (9) 0.0258 (10) 0.0206 (9) 0.0028 (7) 0.0018 (7) 0.0031 (7) C18 0.0213 (9) 0.0288 (10) 0.0233 (9) −0.0035 (8) 0.0008 (7) 0.0009 (8) C19 0.0348 (11) 0.0328 (11) 0.0265 (10) 0.0005 (9) 0.0092 (9) −0.0043 (9) C20 0.0468 (13) 0.0450 (13) 0.0246 (11) 0.0002 (11) 0.0140 (10) −0.0016 (10) C21 0.0383 (12) 0.0403 (13) 0.0248 (11) −0.0008 (10) 0.0045 (9) 0.0090 (9) C22 0.0314 (10) 0.0345 (11) 0.0269 (11) 0.0053 (9) 0.0008 (8) 0.0033 (8) C23 0.0285 (9) 0.0334 (10) 0.0241 (9) 0.0056 (10) 0.0066 (7) 0.0033 (9) 110.42 (11) C20-C19-C18 121.0 (2) C1-Fe1-C10 122.04 (9) C20-C19-H19A 119.5 C7-Fe1-C10 67.90 (12) C18-C19-H19A 119.5 C8-Fe1-C10 67.81 (11) C19-C20-C21 120.3 (2) C2-Fe1-C10 155.54 (10) C19-C20-H20A 119.8 C6-Fe1-C10 40.32 (10) C21-C20-H20A 119.8 C5-Fe1-C10 110.38 (9) C22-C21-C20 119.6 (2)
